E Chemical Physics 205 (1996) 441-444 


Author index to volume 205 


Aeschlimann, M., M. Bauer and S. Pawlik, Competing nonradiative channels for hot 
electron induced surface photochemistry 


Bakalbassis, E.G., M.-A.D. Stiakaki, A.C. Tsipis and C.A. Tsipis, Ground and low-lying 
excited state properties of the first-row transition-metal oxide diatomics calculated by an 
improved ASED-MO model 

Bauer, M., see Aeschlimann, M. 

Belchior, J.C. and J.P. Braga, A route to inversion for rotational collisions using hard shape 
potentials 

Borguet, E., see Shi, X. 

Bornscheuer, K.-H., see Nessler, W. 

Braga, J.P., see Belchior, J.C. 

Brion, C.E., see Olney, T.N. 

Brown, D.E., D.S. Sholl, R.T. Skodje and S.M. George, Surface diffusion of H and CO on 
Cu/Ru(001): evidence for long-range trapping by copper islands 

Burton, G.R., see Olney, T.N. 


Cameron Miller, C., see Schmuttenmaer, C.A. 

Cao, J., see Schmuttenmaer, C.A. 

Chan, W.F., see Olney, T.N. 

Chung, C., see Kuhl, D.E. 

Cooper, G., see Olney, T.N. 

Cuadros, F., see Mulero, A. 

Culver, J.P., M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh, Temperature-dependent 
coupling of low frequency adsorbate vibrations to metal substrate electrons 


Decleva, P., see Guillot, F. 
Dézarnaud-Dandine, C., see Guillot, F. 
Durig, J.R., see Gounev, T.K. 


Eisenthal, K.B., see Shi, X. 
Ellinger, Y., see Parisel, O. 


Fier, J. and J. Vojtfk, Nuclear quadrupole coupling constants of BeH, BeH* and BeH™: ab 
initio study of their rovibrational dependence 
Fronzoni, G., see Guillot, F. 


Chemical 
Physics 


205 (1996) 127 


205 (1996) 389 
205 (1996) 127 


205 (1996) 401 
205 (1996) 167 
205 (1996) 205 
205 (1996) 401 
205 (1996) 421 


205 (1996) 23 
205 (1996) 421 


205 (1996) 91 
205 (1996) 91 
205 (1996) 421 
205 (1996) 1 
205 (1996) 421 
205 (1996) 379 


205 (1996) 159 
205 (1996) 359 
205 (1996) 359 
205 (1996) 109 
205 (1996) 167 
205 (1996) 323 


205 (1996) 351 
205 (1996) 359 





442 Author index to volume 205 


Gai, H., see Sun, Y.-C. 

Gao, Y., see Schmuttenmaer, C.A. 

Ge, N.-H., see Lingle Jr., R.L. 

George, S.M., see Brown, D.E. 

Gounev, T.K. and J.R. Durig, Spectra and structure of organophosphorus compounds. 
LVII. Raman and infrared spectra, conformational stability, vibrational assignment and 
ab initio calculations of n-propyltetrafluorophosphorane 

Guillot, F., C. Dézarnaud-Dandine, M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. 
Fronzoni, Empty levels in germanium compounds studied by XAS, ISEELS, ETS, 
DEAS and ab initio calculations: GeH,, GeCl, and Ge(CH ,),Cl 

Guo, H., see Liu, L. 


Haight, R., Electron dynamics at semiconductor surfaces and interfaces 
Halley, J.W., see Smith, B.B. 

Harris, C.B., see Lingle Jr., R.L. 

Harrison, I., see Nekrylova, J.V. 

Hasselbrink, E., see Nessler, W. 

Head-Gordon, M., see Springer, C. 

Herman, J.W., see Schmuttenmaer, C.A. 

Hertel, T., see Nessler, W. 

Hochstrasser, R.M., see Culver, J.P. 


Jordan, R.E., see Lingle Jr., R.L. 


Kuhl, D.E., K.C. Lin, C. Chung, J.S. Luo, H. Wang and R.G. Tobin, Coverage-, 
temperature-, and frequency-dependent broadband infrared reflectance change induced 
by CO adsorption on Pt(111) 


Lasky, P.J., see Lu, P.H. 

Li, M., see Culver, J.P. 

Lin, K.C., see Kuhl, D.E. 

Lingle Jr., R.L., N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris, Femtosecond studies 
of electron tunneling at metal—dielectric interfaces 

Lisini, A., see Guillot, F. 

Liu, L. and H. Guo, Theoretical study of vibrational excitation of ammonia scattered from 
Cu 

Lu, P.H., P.J. Lasky, Q.Y. Yang and R.M. Osgood Jr., Dynamics of hot-electron transfer in 
oriented methyl] halides on GaAs(110) 

Luo, J.S., see Kuhl, D.E. 


Macklin, J.J., see Trautman, J.K. 

Mantell, D.A., see Schmuttenmaer, C.A. 

McNeill, J.D., see Lingle Jr., R.L. 

Miller, R.J.D., see Schmuttenmaer, C.A. 

Modelli, A., see Guillot, F. 

Mulero, A. and F. Cuadros, Isosteric heat of adsorption for monolayers of Lennard-Jones 
fluids onto flat surfaces 


205 (1996) 11 
205 (1996) 91 
205 (1996) 191 
205 (1996) 23 


205 (1996) 109 


205 (1996) 359 
205 (1996) 179 


205 (1996) 231 
205 (1996) 245 
205 (1996) 191 
205 (1996) 37 
205 (1996) 205 
205 (1996) 73 
205 (1996) 91 
205 (1996) 205 
205 (1996) 159 


205 (1996) 191 


205 (1996) 1 


205 (1996) 143 
205 (1996) 159 
205 (1996) 1 


205 (1996) 191 
205 (1996) 359 


205 (1996) 179 


205 (1996) 143 
205 (1996) 1 


205 (1996) 221 
205 (1996) 91 
205 (1996) 191 
205 (1996) 91 
205 (1996) 359 


205 (1996) 379 





Author index to volume 205 


Nafie, L.A., Theory of resonance Raman optical activity: the single electronic state limit 

Nakabayashi, S., N. Sugiyama, I. Yagi and K. Uosaki, Dissociative adsorption dynamics of 
formaldehyde on a platinum electrode surface; one-dimensional domino? 

Nekrylova, J.V. and I. Harrison, Site resolved adsorption dynamics of CO on Pt(111) 

Nessler, W., K.-H. Bornscheuer, T. Hertel and E. Hasselbrink, Internal quantum state 
distributions of NH, photodesorbed from Cu(111) at 6.4 eV 

Nozik, A.J., see Smith, B.B. 

Nozik, A.J., see Smith, B.B. 


Olney, T.N., G. Cooper, W.F. Chan, G.R. Burton, C.E. Brion and K.H. Tan, Absolute 
photoabsorption (6-350 eV) and photoionization (11-80 eV) of methyl chloride using 
dipole electron scattering and synchrotron radiation spectroscopies 

Osgood Jr., R.M., see Lu, P.H. 


Parisel, O. and Y. Ellinger, Second-order perturbation theory using correlated orbitals. II. A 
coupled MCSCF perturbation strategy for electronic spectra and its applications to 
ethylene, formaldehyde and vinylidene 

Pawlik, S., see Aeschlimann, M. 


Schmuttenmaer, C.A., C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, Y. Gao and 
R.J.D. Miller, Femtosecond time-resolved photoemission study of hot electron relaxation 
at the GaAs(100) surface 

Shi, X., E. Borguet, A.N. Tarnovsky and K.B. Eisenthal, Ultrafast dynamics and structure 
at aqueous interfaces by second harmonic generation 

Sholl, D.S., see Brown, D.E. 

Skodje, R.T., see Brown, D.E. 

Smith, B.B. and A.J. Nozik, Study of electron transfer at semiconductor-—liquid interfaces 
addressing the full system electronic structure 

Smith, B.B., J.W. Halley and A.J. Nozik, On the Marcus model of electron transfer at 
immiscible liquid interfaces and its application to the semiconductor /liquid interface 

Springer, C. and M. Head-Gordon, Simulations of the femtosecond laser-induced desorp- 
tion of CO from Cu(100) at 0.5 ML coverage 

Stiakaki, M.-A.D., see Bakalbassis, E.G. 

Su, M.-D., The role of spin—orbit coupling and symmetry in photochemical rearrangements 
of a,B-unsaturated cyclic ketones 

Sugiyama, N., see Nakabayashi, S. 

Sun, Y.-C., H. Gai and G.A. Voth, Vibrational energy relaxation dynamics of Si-H 
stretching modes on stepped H/Si(111)1 X 1 surfaces 

Sun, Z.-J., see Culver, J.P. 


Tan, K.H., see Olney, T.N. 

Tarnovsky, A.N., see Shi, X. 

Tobin, R.G., see Kuhl, D.E. 

Trautman, J.K. and J.J. Macklin, Time-resolved spectroscopy of single molecules using 
near-field and far-field optics 

Tronc, M., see Guillot, F. 

Tsipis, A.C., see Bakalbassis, E.G. 

Tsipis, C.A., see Bakalbassis, E.G. 


443 
205 (1996) 309 


205 (1996) 269 
205 (1996) 37 


205 (1996) 205 
205 (1996) 245 
205 (1996) 47 


205 (1996) 421 
205 (1996) 143 


205 (1996) 323 
205 (1996) 127 


205 (1996) 91 


205 (1996) 167 
205 (1996) 23 
205 (1996) 23 


205 (1996) 47 
205 (1996) 245 


205 (1996) 73 
205 (1996) 389 


205 (1996) 277 
205 (1996) 269 


205 (1996) 11 
205 (1996) 159 


205 (1996) 421 
205 (1996) 167 
205 (1996) 1 


205 (1996) 221 
205 (1996) 359 
205 (1996) 389 
205 (1996) 389 





444 Author index to volume 205 
Uosaki, K., see Nakabayashi, S. 


Vojtik, J., see FiSer, J. 
Voth, G.A., see Sun, Y.-C. 


Wang, H., see Kuhl, D.E. 
Yagi, I., see Nakabayashi, S. 


Yang, Q.Y., see Lu, P.H. 
Yodh, A.G., see Culver, J.P. 


Zoidis, E., An experimental study of the influence of the molecular symmetry upon the FIR 
interaction induced absorption intensities in binary liquid mixtures 


205 (1996) 269 


205 (1996) 351 
205 (1996) 11 


205 (1996) 1 
205 (1996) 269 


205 (1996) 143 
205 (1996) 159 


205 (1996) 407 





a BATS 


ELSEVIER Chemical Physics 205 (1996) 445-453 


Subject index to volume 205 


Methods 


Theoretical 


Group theory and algebras 


The role of spin—orbit coupling and symmetry in photochemical rearrangements of 
a, B-unsaturated cyclic ketones, M.-D. Su 


Many body and quasiparticle approaches 
Temperature-dependent coupling of low frequency adsorbate vibrations to metal substrate 
electrons, J.P. Culver, M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh 


Coupling schemes and perturbative treatments 

The role of spin-orbit coupling and symmetry in photochemical rearrangements of 
a, B-unsaturated cyclic ketones, M.-D. Su 

Theory of resonance Raman optical activity: the single electronic state limit, L.A. Nafie 

Second-order perturbation theory using correlated orbitals. II. A coupled MCSCF perturba- 


tion strategy for electronic spectra and its applications to ethylene, formaldehyde and 
vinylidene, O. Parisel and Y. Ellinger 


Equilibrium statistical mechanics 


Isosteric heat of adsorption for monolayers of Lennard-Jones fluids onto flat surfaces, A. 
Mulero and F. Cuadros 


Ab initio schemes for stationary properties 

Spectra and structure of organophosphorus compounds. LVII. Raman and infrared spectra, 
conformational stability, vibrational assignment and ab initio calculations of n-pro- 
pyltetrafluorophosphorane, T.K. Gounev and J.R. Durig 

Second-order perturbation theory using correlated orbitals. II. A coupled MCSCF perturba- 
tion strategy for electronic spectra and its applications to ethylene, formaldehyde and 
vinylidene, O. Parisel and Y. Ellinger 

Nuclear quadrupole coupling constants of BeH, BeH* and BeH™: ab initio study of their 
rovibrational dependence, J. FiSer and J. Vojtik 

Empty levels in germanium compounds studied by XAS, ISEELS, ETS, DEAS and ab 
initio calculations: GEH,, GeCl, and Ge(CH,),Cl, F. Guillot, C. Dézarnaud-Dandine, 
M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. Fronzoni 


Chemical 
Physics 


205 (1996) 277 


205 (1996) 159 


205 (1996) 277 
205 (1996) 309 


205 (1996) 323 


205 (1996) 379 


205 (1996) 109 


205 (1996) 323 


205 (1996) 351 


205 (1996) 359 





446 Subject index to volume 205 


Computational and simulation methods 

Vibrational energy relaxation dynamics of Si-H stretching modes on stepped H/Si(111) 
1 X 1 surfaces, Y.-C. Sun, H. Gai and G.A. Voth 

Study of electron transfer at semiconductor—liquid interfaces addressing the full system 
electronic structure, B.B. Smith and A.J. Nozik 

Simulations of the femtosecond laser-induced desorption of CO from Cu(100) at 0.5 ML 
coverage, C. Springer and M. Head-Gordon 

On the Marcus model of electron transfer at immiscible liquid interfaces and its application 
to the semiconductor /liquid interface, B.B. Smith, J.W. Halley and A.J. Nozik 

Isosteric heat of adsorption for monolayers of Lennard-Jones fluids onto flat surfaces, A. 
Mulero and F. Cuadros 

Ground and low-lying excited state properties of the first-row transition-metal oxide 
diatomics calculated by an improved ASED-MO model, E.G. Bakalbassis, M.-A.D. 
Stiakaki, A.C. Tsipis and C.A. Tsipis 


Molecular dynamics and scattering theory 

Study of electron transfer at semiconductor-liquid interfaces addressing the full system 
electronic structure, B.B. Smith and A.J. Nozik 

Simulations of the femtosecond laser-induced desorption of CO from Cu(100) at 0.5 ML 
coverage, C. Springer and M. Head-Gordon 

Theoretical study of vibrational excitation of ammonia scattered from Cu, L. Liu and H. 
Guo 


A route to inversion for rotational collisions using hard shape potentials, J.C. Belchior and 
J.P. Braga 


Experimental 


Infrared spectroscopy 


Coverage-, temperature-, and frequency-dependent broadband infrared reflectance change 
induced by CO adsorption on Pt(111), D.E. Kuhl, K.C. Lin, C. Chung, J.S. Luo, H. 
Wang and R.G. Tobin 

Site resolved adsorption dynamics of CO on Pt(111), J.V. Nekrylova and I. Harrison 

Spectra and structure of organophosphorus compounds. LVII. Raman and infrared spectra, 
conformational stability, vibrational assignment and ab initio calculations of n-pro- 
pyltetrafluorophosphorane, T.K. Gounev and J.R. Durig 

Temperature-dependent coupling of low frequency adsorbate vibrations to metal substrate 
electrons, J.P. Culver, M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh 

An experimental study of the influence of the molecular symmetry upon the FIR interaction 
induced absorption intensities in binary liquid mixtures, E. Zoidis 


Raman spectroscopy 

Spectra and structure of organophosphorus compounds. LVII. Raman and infrared spectra, 
conformational stability, vibrational assignment and ab initio calculations of n-pro- 
pyltetrafluorophosphorane, T.K. Gounev and J.R. Durig 


Visible and UV spectroscopy 


Second-order perturbation theory using correlated orbitals. II. A coupled MCSCF perturba- 
tion strategy for electronic spectra and its applications to ethylene, formaldehyde and 
vinylidene, O. Parisel and Y. Ellinger 


205 (1996) 11 
205 (1996) 47 
205 (1996) 73 
205 (1996) 245 


205 (1996) 379 


205 (1996) 389 


205 (1996) 47 


205 (1996) 73 


205 (1996) 179 


205 (1996) 401 


205 (1996) 1 
205 (1996) 37 


205 (1996) 109 
205 (1996) 159 


205 (1996) 407 


205 (1996) 109 


205 (1996) 323 





Subject index to volume 205 


Absolute photoabsorption (6-350 eV) and photoionization (11-80 eV) of methyl chloride 
using dipole electron scattering and synchrotron radiation spectroscopies, T.N. Olney, G. 
Cooper, W.F. Chan, G.R. Burton, C.E. Brion and K.H. Tan 


Fluorescence spectroscopy 


Time-resolved spectroscopy of single molecules using near-field and far-field optics, J.K. 
Trautman and J.J. Macklin 


Photoelectron and Auger spectroscopy 

Femtosecond time-resolved photoemission study of hot electron relaxation at the GaAs(100) 
surface, C.A. Schmuttenmaer, C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, 
Y. Gao and R.J.D. Miller 

Competing nonradiative channels for hot electron induced surface photochemistry, M. 
Aeschlimann, M. Bauer and S. Pawlik 

Femtosecond studies of electron tunneling at metal—dielectric interfaces, R.L. Lingle Jr., 
N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris 

Electron dynamics at semiconductor surfaces and interfaces, R. Haight 

Absolute photoabsorption (6—350 eV) and photoionization (11—80 eV) of methyl chloride 
using dipole electron scattering and synchrotron radiation spectroscopies, T.N. Olney, G. 
Cooper, W.F. Chan, G.R. Burton, C.E. Brion and K.H. Tan 


Electron impact spectroscopy 
Absolute photoabsorption (6-350 eV) and photoionization (11-80 eV) of methyl chloride 


using dipole electron scattering and synchrotron radiation spectroscopies, T.N. Olney, G. 
Cooper, W.F. Chan, G.R. Burton, C.E. Brion and K.H. Tan 


Laser methods 

Surface diffusion of H and CO on Cu/Ru(001): evidence for long-range trapping by 
copper islands, D.E. Brown, D.S. Sholl, R.T. Skodje and S.M. George 

Dynamics of hot-electron transfer in oriented methyl halides on GaAs(110), P.H. Lu, P.J. 
Lasky, Q.Y. Yang and R.M. Osgood Jr. 

Internal quantum state distributions of NH, photodesorbed from Cu(111) at 6.4 eV, W. 
Nessler, K.-H. Bornscheuer, T. Hertel and E. Hasselbrink 

Electron dynamics at semiconductor surfaces and interfaces, R. Haight 

Dissociative adsorption dynamics of formaldehyde on a platinum electrode surface; one-di- 
mensional domino?, S. Nakabayashi, N. Sugiyama, I. Yagi and K. Uosaki 


Picosecond spectroscopy 


Ultrafast dynamics and structure at aqueous interfaces by second harmonic generation, X. 
Shi, E. Borguet, A.N. Tarnovsky and K.B. Eisenthal 


Non-linear optical spectroscopy 
Dissociative adsorption dynamics of formaldehyde on a platinum electrode surface; one-di- 
mensional domino?, S. Nakabayashi, N. Sugiyama, I. Yagi and K. Uosaki 


Synchrotron spectroscopies 
Empty levels in germanium compounds studied by XAS, ISEELS, ETS, DEAS and ab 


initio calculations: GeH,, GeCl, and Ge(CH,),Cl, F. Guillot, C. Dézarnaud-Dandine, 
M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. Fronzoni 


205 (1996) 421 


205 (1996) 221 


205 (1996) 91 
205 (1996) 127 


205 (1996) 191 
205 (1996) 231 


205 (1996) 421 


205 (1996) 421 


205 (1996) 23 


205 (1996) 143 


205 (1996) 205 
205 (1996) 231 


205 (1996) 269 


205 (1996) 167 


205 (1996) 269 


205 (1996) 359 





448 Subject index to volume 205 


Atomic and molecular beam techniques 
Site resolved adsorption dynamics of CO on Pt(111), J.V. Nekrylova and I. Harrison 


Time-resolved experiments 

Femtosecond time-resolved photoemission study of hot electron relaxation at the GaAs(100) 
surface, C.A. Schmuttenmaer, C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, 
Y. Gao and R.J.D. Miller 

Competing nonradiative channels for hot electron induced surface photochemistry, M. 
Aeschlimann, M. Bauer and S. Pawlik 

Dynamics of hot-electron transfer in oriented methyl halides on GaAs(110), P.H. Lu, P.J. 
Lasky, Q.Y. Yang and R.M. Osgood Jr. 

Femtosecond studies of electron tunneling at metal—dielectric interfaces, R.L. Lingle Jr., 
N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris 

Time-resolved spectroscopy of single molecules using near-field and far-field optics, J.K. 
Trautman and J.J. Macklin 


Objects 


Bulk systems 


Gases 

Empty levels in germanium compounds studied by XAS, ISEELS, ETS, DEAS and ab 
initio calculations: GeH,, GeCl, and Ge(CH,),Cl, F. Guillot, C. Dézarnaud-Dandine, 
M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. Fronzoni 


Liquid mixtures and solutions 

Study of electron transfer at semiconductor—liquid interfaces addressing the full system 
electronic structure, B.B. Smith and A.J. Nozik 

An experimental study of the influence of the molecular symmetry upon the FIR interaction 
induced absorption intensities in binary liquid mixtures, E. Zoidis 


Semiconductors 

Vibrational energy relaxation dynamics of Si-H stretching modes on stepped H/Si(111) 
1 X 1 surfaces, Y.-C. Sun, H. Gai and G.A. Voth 

Study of electron transfer at semiconductor—liquid interfaces addressing the full system 
electronic structure, B.B. Smith and A.J. Nozik 

Femtosecond time-resolved photoemission study of hot electron relaxation at the GaAs(100) 
surface, C.A. Schmuttenmaer, C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, 
Y. Gao and R.J.D. Miller 

Dynamics of hot-electron transfer in oriented methy! halides on GaAs(110), P.H. Lu, P.J. 
Lasky, Q.Y. Yang and R.M. Osgood Jr. 

Electron dynamics at semiconductor surfaces and interfaces, R. Haight 


Thin films 
Isosteric heat of adsorption for monolayers of Lennard-Jones fluids onto flat surfaces, A. 
Mulero and F. Cuadros 


205 (1996) 37 


205 (1996) 91 
205 (1996) 127 
205 (1996) 143 
205 (1996) 191 


205 (1996) 221 


205 (1996) 359 


205 (1996) 47 


205 (1996) 407 


205 (1996) 11 


205 (1996) 47 


205 (1996) 91 


205 (1996) 143 
205 (1996) 231 


205 (1996) 379 





Subject index to volume 205 


Surfaces 

Coverage-, temperature-, and frequency-dependent broadband infrared reflectance change 
induced by CO adsorption on Pt(111), D-E. Kuhl, K.C. Lin, C. Chung, J.S. Luo, H. 
Wang and R.G. Tobin 

Vibrational energy relaxation dynamics of Si-H stretching modes on stepped H/Si(111) 
1 X 1 surfaces, Y.-C. Sun, H. Gai and G.A. Voth 

Surface diffusion of H and CO on Cu/Ru(001): evidence for long-range trapping by 
copper islands, D.E. Brown, D.S. Sholl, R.T. Skodje and S.M. George 

Site resolved adsorption dynamics of CO on Pt(111), J.V. Nekrylova and I. Harrison 

Simulations of the femtosecond laser-induced desorption of CO from Cu(100) at 0.5 ML 
coverage, C. Springer and M. Head-Gordon 

Femtosecond time-resolved photoemission study of hot electron relaxation at the GaAs(100) 
surface, C.A. Schmuttenmaer, C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, 
Y. Gao and R.J.D. Miller 

Competing nonradiative channels for hot electron induced surface photochemistry, M. 
Aeschlimann, M. Bauer and S. Pawlik 

Temperature-dependent coupling of low frequency adsorbate vibrations to metal substrate 
electrons, J.P. Culver, M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh 

Ultrafast dynamics and structure at aqueous interfaces by second harmonic generation, X. 
Shi, E. Borguet, A.N. Tarnovsky and K.B. Eisenthal 

Theoretical study of vibrational excitation of ammonia scattered from Cu, L. Liu and H. 
Guo 

Internal quantum state distributions of NH, photodesorbed from Cu(111) at 6.4 eV, W. 
Nessler, K.-H. Bornscheuer, T. Hertel and E. Hasselbrink 

Dissociative adsorption dynamics of formaldehyde on a platinum electrode surface; one-di- 


mensional domino?, S. Nakabayashi, N. Sugiyama, I. Yagi and K. Uosaki 


Low-dimensional materials 
Femtosecond studies of electron tunneling at metal—dielectric interfaces, R.L. Lingle Jr., 
N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris 


Dielectrics 
Femtosecond studies of electron tunneling at metal—dielectric interfaces, R.L. Lingle Jr., 
N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris 


Microscopic systems 


Atoms 
Surface diffusion of H and CO on Cu/Ru(001): evidence for long-range trapping by 
copper islands, D.E. Brown, D.S. Sholl, R.T. Skodje and S.M. George 


Molecules (neutral and ionic) 

Time-resolved spectroscopy of single molecules using near-field and far-field optics, J.K. 
Trautman and J.J. Macklin 

Ground and low-lying excited state properties of the first-row transition-metal oxide 
diatomics calculated by an improved ASED-MO model, E.G. Bakalbassis, M.-A.D. 
Stiakaki, A.C. Tsipis and C.A. Tsipis 


205 (1996) 1 
205 (1996) 11 


205 (1996) 23 
205 (1996) 37 


205 (1996) 73 


205 (1996) 91 
205 (1996) 127 
205 (1996) 159 
205 (1996) 167 
205 (1996) 179 
205 (1996) 205 


205 (1996) 269 


205 (1996) 191 


205 (1996) 191 


205 (1996) 23 


205 (1996) 221 


205 (1996) 389 





450 Subject index to volume 205 


-diatomic 

Coverage-, temperature-, and frequency-dependent broadband infrared reflectance change 
induced by CO adsorption on Pt(111), D.E. Kuhl, K.C. Lin, C. Chung, J.S. Luo, H. 
Wang and R.G. Tobin 

Surface diffusion of H and CO on Cu/Ru(001): evidence for long-range trapping by 
copper islands, D.E. Brown, D.S. Sholl, R.T. Skodje and S.M. George 

Site resolved adsorption dynamics of CO on Pt(111), J.V. Nekrylova and I. Harrison 

Temperature-dependent coupling of low frequency adsorbate vibrations to metal substrate 
electrons, J.P. Culver, M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh 

Nuclear quadrupole coupling constants of BeH, BeH* and BeH™: ab initio study of their 
rovibrational dependence, J. FiSer and J. Vojtik 

Ground and low-lying excited state properties of the first-row transition-metal oxide 
diatomics calculated by an improved ASED-MO model, E.G. Bakalbassis, M.-A.D. 
Stiakaki, A.C. Tsipis and C.A. Tsipis 

A route to inversion for rotational collisions using hard shape potentials, J.C. Belchior and 
J.P. Braga 


-small polyatomics 

Theoretical study of vibrational excitation of ammonia scattered from Cu, L. Liu and H. 
Guo 

Internal quantum state distributions of NH, photodesorbed from Cu(111) at 6.4 eV, W. 
Nessler, K.-H. Bornscheuer, T. Hertel and E. Hasselbrink 

Second-order perturbation theory using correlated orbitals. II. A coupled MCSCF perturba- 
tion strategy for electronic spectra and its applications to ethylene, formaldehyde and 


vinylidene, O. Parisel and Y. Ellinger 


-aromatics 


The role of spin-orbit coupling and symmetry in photochemical rearrangements of 
a, B-unsaturated cyclic ketones, M.-D. Su 


Molecular aggregates 
An experimental study of the influence of the molecular symmetry upon the FIR interaction 
induced absorption intensities in binary liquid mixtures, E. Zoidis 


Phenomena 


Molecular structure 

Spectra and structure of organophosphorus compounds. LVII. Raman and infrared spectra, 
conformational stability, vibrational assignment and ab initio calculations of n-pro- 
pyltetrafluorophosphorane, T.K. Gounev and J.R. Durig 

The role of spin-orbit coupling and symmetry in photochemical rearrangements of 
a, B-unsaturated cyclic ketones, M.-D. Su 

Empty levels in germanium compounds studied by XAS, ISEELS, ETS, DEAS and ab 
initio calculations: GeH,, GeCl, and Ge(CH),Cl, F. Guillot, C. Dézarnaud-Dandine, 
M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. Fronzoni 


205 (1996) 1 


205 (1996) 23 
205 (1996) 37 


205 (1996) 159 


205 (1996) 351 


205 (1996) 389 


205 (1996) 401 


205 (1996) 179 


205 (1996) 205 


205 (1996) 323 


205 (1996) 277 


205 (1996) 407 


205 (1996) 109 


205 (1996) 277 


205 (1996) 359 





Subject index to volume 205 


Vibrations and rotations of molecules 

Spectra and structure of organophosphorus compounds. LVII. Raman and infrared spectra, 
conformational stability, vibrational assignment and ab initio calculations of n-pro- 
pyltetrafluorophosphorane, T.K. Gounev and J.R. Durig 


Electronic structure and states 

Competing nonradiative channels for hot electron induced surface photochemistry, M. 
Aeschlimann, M. Bauer and S. Pawlik 

Second-order perturbation theory using correlated orbitals. II. A coupled MCSCF perturba- 
tion strategy for electronic spectra and its applications to ethylene, formaldehyde and 
vinylidene, O. Parisel and Y. Ellinger 

Ground and low-lying excited state properties of the first-row transition-metal oxide 
diatomics calculated by an improved ASED-MO model, E.G. Bakalbassis, M.-A.D. 
Stiakaki, A.C. Tsipis and C.A. Tsipis 


Electric and magnetic properties 

Coverage-, temperature-, and frequency-dependent broadband infrared reflectance change 
induced by CO adsorption on Pt(111), D.E. Kuhl, K.C. Lin, C. Chung, J.S. Luo, H. 
Wang and R.G. Tobin 

Nuclear quadrupole coupling constants of BeH, BeH* and BeH™: ab initio study of their 
rovibrational dependence, J. FiSer and J. Vojtik 


Optical activity 
Theory of resonance Raman optical activity: the single electronic state limit, L.A. Nafie 


Molecular interactions 

A route to inversion for rotational collisions using hard shape potentials, J.C. Belchior and 
J.P. Braga 

An experimental study of the influence of the molecular symmetry upon the FIR interaction 
induced absorption intensities in binary liquid mixtures, E. Zoidis 


Spectral bandshapes and intensities 
An experimental study of the influence of the molecular symmetry upon the FIR interaction 
induced absorption intensities in binary liquid mixtures, E. Zoidis 


Coupling of electronic and nuclear motion 

Study of electron transfer at semiconductor-—liquid interfaces addressing the full system 
electronic structure, B.B. Smith and A.J. Nozik 

Simulations of the femtosecond laser-induced desorption of CO from Cu(100) at 0.5 ML 
coverage, C. Springer and M. Head-Gordon 


Energy transfer processes 
Vibrational energy relaxation dynamics of Si—H stretching modes on stepped H/Si(111) 
1 X 1 surfaces, Y.-C. Sun, H. Gai and G.A. Voth 


Molecular photophysical processes 
Ultrafast dynamics and structure at aqueous interfaces by second harmonic generation, X. 
Shi, E. Borguet, A.N. Tarnovsky and K.B. Eisenthal 


205 (1996) 109 


205 (1996) 127 


205 (1996) 323 


205 (1996) 389 


205 (1996) 1 


205 (1996) 351 


205 (1996) 309 


205 (1996) 401 


205 (1996) 407 


205 (1996) 407 


205 (1996) 47 


205 (1996) 73 


205 (1996) 11 


205 (1996) 167 





452 Subject index to volume 205 


Luminescence spectra, yields and lifetimes 


Time-resolved spectroscopy of single molecules using near-field and far-field optics, J.K. 
Trautman and J.J. Macklin 


Non-linear responses (including optical) 


Competing nonradiative channels for hot electron induced surface photochemistry, M. 
Aeschlimann, M. Bauer and S. Pawlik 


Dissociative adsorption dynamics of formaldehyde on a platinum electrode surface; one-di- 
mensional domino?, S. Nakabayashi, N. Sugiyama, I. Yagi and K. Uosaki 


Reactions (including dissociation) 


The role of spin-orbit coupling and symmetry in photochemical rearrangements of 
a, B-unsaturated cyclic ketones, M.-D. Su 


-gas phase 

Empty levels in germanium compounds studied by XAS, ISEELS, ETS, DEAS and ab 
initio calculations: GeH,, GeCl, and Ge(CH,),Cl, F. Guillot, C. Dézarnaud-Dandine, 
M. Tronc, A. Modelli, A. Lisini, P. Decleva and G. Fronzoni 


-condensed phase 
Dynamics of hot-electron transfer in oriented methyl halides on GaAs(110), P.H. Lu, P.J. 
Lasky, Q.Y. Yang and R.M. Osgood Jr. 


-photochemical 


Internal quantum state distributions of NH, photodesorbed from Cu(111) at 6.4 eV, W. 
Nessler, K.-H. Bornscheuer, T. Hertel and E. Hasselbrink 


Tunnelling 


Femtosecond studies of electron tunneling at metal—dielectric interfaces, R.L. Lingle Jr., 
N.-H. Ge, R.E. Jordan, J.D. McNeill and C.B. Harris 


Electron transfer 

Dynamics of hot-electron transfer in oriented methyl halides on GaAs(110), P.H. Lu, PJ. 
Lasky, Q.Y. Yang and R.M. Osgood Jr. 

Electron dynamics at semiconductor surfaces and interfaces, R. Haight 

On the Marcus model of electron transfer at immiscible liquid interfaces and its application 
to the semiconductor /liquid interface, B.B. Smith, J.W. Halley and A.J. Nozik 


Ionization (including Rydberg states) 

Absolute photoabsorption (6-350 eV) and photoionization (11-80 eV) of methyl chloride 
using dipole electron scattering and synchrotron radiation spectroscopies, T.N. Olney, G. 
Cooper, W.F. Chan, G.R. Burton, C.E. Brion and K.H. Tan 


Molecular motion (including diffusive) 

Surface diffusion of H and CO on Cu/Ru(001): evidence for long-range trapping by 
copper islands, D.E. Brown, D.S. Sholl, R.T. Skodje and S.M. George 

Ultrafast dynamics and structure at aqueous interfaces by second harmonic generation, X. 
Shi, E. Borguet, A.N. Tarnovsky and K.B. Eisenthal 


205 (1996) 221 


205 (1996) 127 


205 (1996) 269 


205 (1996) 277 


205 (1996) 359 


205 (1996) 143 


205 (1996) 205 


205 (1996) 191 


205 (1996) 143 
205 (1996) 231 


205 (1996) 245 


205 (1996) 421 


205 (1996) 23 


205 (1996) 167 





Subject index to volume 205 


Surface effects and catalysis 

Coverage-, temperature-, and frequency-dependent broadband infrared reflectance change 
induced by CO adsorption on Pt(111), D-E. Kuhl, K.C. Lin, C. Chung, J.S. Luo, H. 
Wang and R.G. Tobin 

Site resolved adsorption dynamics of CO on Pt(111), J.V. Nekrylova and I. Harrison 

Femtosecond time-resolved photoemission study of hot electron relaxation at the GaAs(100) 
surface, C.A. Schmuttenmaer, C. Cameron Miller, J.W. Herman, J. Cao, D.A. Mantell, 
Y. Gao and R.J.D. Miller 

Temperature-dependent coupling of low frequency adsorbate vibrations to metal substrate 
electrons, J.P. Culver, M. Li, Z.-J. Sun, R.M. Hochstrasser and A.G. Yodh 

Theoretical study of vibrational excitation of ammonia scattered from Cu, L. Liu and H. 
Guo 

Dissociative adsorption dynamics of formaldehyde on a platinum electrode surface; one-di- 
mensional domino?, S. Nakabayashi, N. Sugiyama, I. Yagi and K. Uosaki 


Thermodynamic and transport properties 


Isosteric heat of adsorption for monolayers of Lennard-Jones fluids onto flat surfaces, A. 
Mulero and F. Cuadros 


205 (1996) 1 
205 (1996) 37 
205 (1996) 91 
205 (1996) 159 
205 (1996) 179 


205 (1996) 269 


205 (1996) 379 





